JOURNAL OF PHYSICAL ORGANIC CHEMISTRY 


CONTENTS 
VOLUME 3 NUMBERS 1-12 


NUMBER | 


REVIEW COMMENTARY 


Rate-equilibrium LFER Characterization of Transition States: The Interpretation of « 
E. S. Lewis 


Solvation of Indenyllithium and Indenylpotassium Studied by '*C NMR Spectroscopy 
B. Eliasson, T. Lejon, U. Edlund, R. L. Mueller and S. W. Staley 


Quantification of Resonance in Thioamides from Infrared Spectral Data 
H. S. Randhawa and S. K. Suri 


Structure and Stability of 2¢/1o* Three-electron-bonded Radical Cations from 1,-Bis- 
(alkylthio)alkanes in Aqueous Solutions 
E. Anklam, K.-D. Asmus and H. Mohan 


Solvolysis of Highly Reactive Phosphorus-sulphonic Anhydrides. Stereochemical and Chemical 
Arguments for Phosphathiacylium Cation Formation 
Z. Skrzypezynski 


Stereochemistry of Silver-ion-assisted Solvolysis of tert-Butylphenylphosphinothioic Iodidate. 
Phosphathiacylium Cation Formation 
Z. Skrzypcezynski 


Probing of Transient Photoenol Formation from ortho-Methyl-substituted Phenyl Ketones by 
Hydrogen-Tritium Exchange 


J. Gebigki, W. Reimschiissel and B. Zurawinska 


Mechanisms of Aromatic Nucleophilic Substitution Reactions in Ethyl Acetate and Tetra- 
hydrofuran 


E. T. Akinyele, I. Onyido and J. Hirst 


Studies on Organophosphorus Compounds. XXXVI. Substituent Effects of Alkylphosphonates 
and -phosphinates in Alkaline Hydrolysis 
C. Yuan, S. Li and X. Liao 


Rates of Hydrogen Exchange and Kinetic Isotope Effects in the Reaction of p-Nitrophenyl- 
nitromethane with Amine Bases in Toluene Solution: Absence of Internal Return 
A. J. Kresge and M. F. Powell 





Abstracted by ‘Cambridge Scientific Abstracts’, ‘Chemical Abstracts Service’, ‘Chromatography Abstracts’, ‘Current 
Contents’, ‘INSPEC’, ‘Mass Spectrometry Bulletin’, “Methods in Organic Synthesis’, “Science Citation Index’, 
' ‘SCISEARCH Database’ 





i 








ili 





iv 


The Kinetic Deuterium Isotope Effect of Proton-transfer Reactions in Solution. Comparison of 
the Marcus and the Quantum-statistical Mechanical Models 
J. Siihnel 


NUMBER 2 


Porphyrin—Tyrosine Interactions: Photo-CIDNP and NMR Studies 
D. Le Nouen, J. Marko, G. Vermeersch, N. Febvay-Garot, L. Lablache-Combier, 
M. Perree-Fauvet and A. Gaudemer 


Maximally Inhibited Elimination of Kinetics of (2-Bromoethyl)Benzene and 1-Bromo-3- 
Phenylpropane in the Gas Phase. Anchimeric Assistance of the Phenyl Group 
G. Chuchani and I. Martin 


MNDOC-CI Calculations for Organic Photoreactions. I. The «-Cleavage Reaction of Carbony! 
Compounds 
M. Reinsch and M. Klessinger 


Hydration of 2,2-Dichloro-1-Arylcthanones in Water and Tetrahydrofuran—Water Mixtures 
R. Wendhausen, Jr, E. Zampiron, J. F. Vianna, C. Zucco, M. C. Rezende and F. Nome 


Bronsted Coefficients and the Theory of Acid-Base Catalysis of Proton Transfers from Carbon 
Acids 
L. G. Arnaut and S. J. Formosinho 


Gas-phase Nitration of Thiophene and N-Methylpyrrole by Protonated Alkyl! Nitrates 
M. Attina 


Consecutive Radical Ion Pairs in the Cycloreversion of a Dimethylindene Dimer: A Case of 
Cooperative Spin Polarization Effects 
H. D. Roth and R. S. Hutton 


Additivity of Bond Separation Energies of Hydrocarbons and their Thermochemical Data 
M. R. Ibrahim 


SHORT COMMUNICATION 


Kinetics and Spectroscopy of 2-Naphthylphenylcarbene 
V. Maloney and M. S. Platz 


NUMBER 3 


‘SN NMR of Nitranions: Opposite Shift Effects of « and x Charge 
E. Barchiesi and S. Bradamante 


Topological Evidence for an N—N Bond in cis-1,2-Dinitrosoethene: The Remarkable Structure 
of the Di-N-oxide of 1,2-Diazacyclobutadiene 


C. Sarasola, S. C. Choi, J. M. Ugalde and R. J. Boyd 





Stereochemical Studies. XXXIV. Quantitative Description of Ring Puckering Via Torsional 
Angles. The Case of Six-membered Rings 


N. S. Zefirov, V. A. Palyulin and E. E. Dashevskaya 


Syn—Anti Isomerism in the 1,3-Dipolar Cycloaddition to cis-3,4-Disubstituted Cyclobutenes. 
4. Intramolecular Interactions 


A. Rastelli, M. Burdisso and R. Gandolfi 


Kinetics and Mechanism of the Oxidation of Organic Sulphides by N-Chloroacetamide 
A. Agarwal, P. Bhatt and K. K. Banerji 


Deuterium Fractionation Factors for Carbon—Hydrogen Bonds: Calculations Using Scaled 
Quantum-mechanical Force Constants 
I. H. Williams 


Electron Distribution in the Molecule of Nitrones 
O. Exner 190 


The Decay of 2-Phenyl-1,3-dioxolane-2-ylium Salts in Solution 
S. Spange, G. Heublein, H. Schiitz, J. Lukaszcyk and Z. Jedlinsky 195 


Photochemistry of Pyridinium Salts. 1. Intramolecular Charge Transfer in N-Amino-substituted , i 
Pyridinium Cations 


V. M. Feygelman, Y. R. Tymyanskii, N. I. Makarova, M. I. Knyazhanskii, S. I. Druzhinin 
and B. M. Uzhinov 200 


Triple Ion Chelate Structure of an Equilibrium Michael Adduct 
L. Viteva, Y. Stefanovsky, C. Tsvetanov and L. Gorrichon 


NUMBER 4 
Relationship between Substituent Electronegativity and Field Parameter in the Aliphatic Series. 


Introduction of Charge Separation Parameter (A) 
N. Inamoto, S. Masuda and J. Niwa 


Photochemical Electrocyclization of the Allyl Radical into the Cyclopropy! Radical 
K. Holtzhauer, C. Cometta-Morini and J. F. M. Oth 


Stern—Volmer Quenching Kinetics in Photoreaction Systems with Strong Internal Filtering: 
Type II Photoreaction of 2-Benzoylcyclohexanone 
T. Hasegawa, M. Nishimura and M. Yoshioka 


Contrasting Kinetic Behaviour of Allyl and Crotyl Alcohols Towards N-Bromosuccinimide in 
Aqueous Methanol 


C. Karunakaran and K. Ganapathy 


Anomalous Salt Effects on a Micellar-Mediated Reaction of Bromide Ion 
C. A. Bunton, C. P. Cowell, F. Nome and L. S. Romsted 





vi 


Organophosphorus Herbicides and Plant Growth Regulators Part 1. Synthesis and Protonation 
Behaviour of Glyphosate and Related Compounds 
M. A. Dhansay, P. W. Linder, R. G. Torrington and T. A. Modro 


Lone-pair Charges and Structural Effects 
J. Catalan and J. L. G. de Paz 


B-Secondary Deuterium Isotope Effect and Solvent Isotope Effects in Catalysis by Subtilisin 
BPN’ 


I. M. Kovach, S. Do and R. L. Schowen 


Photostimulated Reactions of Haloarenes with Benzeneselenate Ions by the S,,,1 Mechanism. 
Competition Between Electron Transfer and Fragmentation of Radical Anion Intermediates 
A. B. Pefiéfiory and R. A. Rossi 


Concentration-dependent Deuterium Isotope Effects on the Quantum Yield of Arene—Alkene 
Meta Photocycloaddition: The Role of Excimers 
P. de Vaal, G. Lodder and J. Cornelisse 


NUMBER 5 


Theoretical Studies on the Gas-phase Pyrolysis of Acetic Anhydride and Diacetyl Sulphide 
I. Lee, O. J. Cha and B.-S. Lee 


Mechanism of a-Substitution Reactions of Acrylic Derivatives 
J. S. Hill and N. S. Isaacs 


Influence of Structure on the Isomerization of Dialkylaminoalkylbenzotriazoles 
A. R. Katritzky, A. Jozwiak, F. Saczewski and K. Yannakopouilou 


[4]Paracyclophane: MNDO and STO-3G Molecular Structure and Strain Energy 
L. W. Jenneskens, J. N. Louwen, W. H. De Wolf and F. Bickelhaupt 


Destabilized Carbenium Ions: z-Carbamoyl-«,z-Dimethylmethy! Cations 
R. Wolf and H.-F. Griitzmacher 


Inhibition of Peroxidations of Lipids and Membranes by Estrogens 
E. Komuro, M. Takahashi, T. Morita, J. Tsuchiya, Y. Arakawa, 
Y. Yamamoto, E. Niki, K. Sugioka and M. Nakano 


Configurations and Dipole Moments of O-substituted Hydroximoy! Cyanides. Stereoelectronic 
Effects in Ground State of Oximino Compounds 


J. E. Johnson, S. L. Todd, A. Ghafouripour, M. Arfan, W. S. Hamilton and O. Exner 


Theoretical Studies of Hydride Transfer Reactions 
S. J. Formosinho 





AMI Calculations on the Tautomerism of Free and Hydrated Hydroxypyridines: Barriers 


to Proton Transfer in 2-Hydroxypyridine-pyrid-2(1H)-one and Effect of Solvation and 
Self-association 


W. M. F. Fabian 


Cycloadditions of 2-Diazopropane to Bicyclo[2.2.1 ]hept-2-enes. Direct Experimental Evidence 
for an Asynchronous Mechanism 


M. W. Majchrzak and J. Warkentin 


SHORT COMMUNICATION 
Gas-phase Acidities of Acrolein and Methyl Acrylate 
C. F. Bernasconi, M. W. Stronach, C. H. DePuy and S. Gronert 


NUMBER 6 


A Study of a Novel Degenerate Carbocation Rearrangement of the 4,9-Dimethyl-9-barbaralyl 
Cation by Dynamic '*C and 'H NMR Spectroscopy in Superacid 
C. Engdahl and P. Ahlberg 


Structural Studies of Halogen Adducts of Diorganyl Chalcogenides in Solutions by 'H, '*C, 7’Se 
and '*°Te NMR 


W. Nakanishi, S. Hayashi, H. Tukada and H. Iwamura 


Structural Studies of Halogen Adducts of Some Cyclic Selenides and Tellurides by 'H, '*C, ’’Se 
and '*°Te NMR. Evidence for the Formation of Molecular Complexes of Selenoxanthone and 
Selenanthrene with Bromine 


W. Nakanishi, Y. Yamamoto, S. Hayashi, H. Tukada and H. Iwamura 


Stereochemistry and Kinetics of Thiophenoxide Ion Addition to Methyl Para-substituted 
Phenylpropiolate Derivatives in Methanol. I 
E. A. Hamed, A. M. Moussa and A.-H. A. Youssef 


Reaction of Aryliminodimagnesium with Diphenyl Diketones: Heat Evolution Accompanying 
Single Electron Transfer and Chelate Formation, and Product Distribution 
M. Okubo, Y. Fukuyama, M. Sato, K. Matsuo, T. Kitahara and M. Nakashima 


Dephosphorylation by Peroxyanions in Micelles and Microemulsions 
C. A. Bunton, M. M. Mhala and J. Moffatt 


AMI Studies on the Acid Hydrolysis of Acetamide 
I. Lee, C. K. Kim and B.-S. Lee 


Synthesis and Spectroscopic Properties of Stereoisomeric 5,7-Oxido-6-hydrox yiminocholestane 
Derivatives 

H. Duddeck, J. Frelek, D. Horvatié, B. Kojié-Prodié, G. Snatzke, 

W. J. Szczepek and P. Wagner 





viii 


Correlations of Rate and Selectivity of a Diels-Alder Reaction with S, Parameters 
C. Cativiela, J. A. Mayoral, A. Avenoza, J. M. Peregrina and M. A. Roy 


NUMBER 7 


Correlation of Molecular Mechanics and NMR Data: Conformation and Configuration of the 
Meerwein Lactones 


J. Stanley, A. Matallana and C. A. Kingsbury 


Ion Association and Reactivity of the Alkali Metal Salts of Alkanoic Acids in Dipolar Aprotic 
Solvents 


M. Crescenzi, C. Galli and L. Mandolini 


?3Na Nuclear Magnetic Resonance Study of the Complexation of Sodium Tetraphenylborate by 
[5,5]-Dibenzo-30-crown-10 in Nitromethane, Acetonitrile, Acetone and Pyridine 
K. M. Briére, H. P. Graves, T. S. Rana, L. J. Maurice and C. Detellier 


Thermochemical Data of Carbonyl Compounds Via Their Bond Separation Energies 
M. R. Ibrahim 


Substituent Effects in the Solvolysis of Benzyl Tosylates 
M. Fujio, M. Goto, T. Susuki, M. Mishima and Y. Tsuno 


Electronic Factors in the Elimination Kinetics of 2~Halosubstituted Methanesulphonates in the 
Gas Phase 


J. Alvarez G. and G. Chuchani 


N-Carbeniopyridinium Salts: Charge-transfer Complexes with the C.(COOQMe), Anion; 
C—C Bond Formation with the TCNQ Radical Anion 
G. Maas, H. M. Weber, R. Exner and J. Salbeck 


Structure of 1,2,6-Thiadiazine 1,1-Dioxides 
J. Elguero, P. Goya, A. Martinez, I. Rozas, O. M6, J. L. G. de Paz and M. Yariez 


Homoallylic Interaction of the Double Bond with Substituents 
L. Xue and J. B. Lambert 


SHORT COMMUNICATIONS 


Evidence for Formation of 2-Nitrobenzoylperoxy Radical Generated From 2-Nitrobenzoyl 
Chloride and Superoxide: Spin Trapping of the Peroxyradical Intermediate and its Oxidizing 
Abilities 

K. S. Kim, S. C. Lim, M. Hoshino and Y. H. Kim 


Role of 2-Carboxyl Substituent in the Tautomerization Between Two Equivalent Enol Forms of 
3-Hydroxyphenalenone 


S. Matsumiya, A. Izuoka, T. Sugawara and N. Nakamura 





NUMBER 8 


Kinetics and Mechanism of Acid Hydrolysis of 2-Carboethoxypyridine N-oxides 
B. Brycki and B. Brzezinski 


Viscosity and Dielectric Properties of Liquid Binary Mixtures 
J. Mazurkiewicz and P. Tomasik 


Contribution of Activity Coefficients to the Nucleophilicity of Solvent Components in Solvent 
Mixtures. Influence of Added Acetone on Selectivity Values, k,/k,,, in Ethanol—-Water Mixtures 
R. Ta-Shma and Z. Rappoport 


Role of Exciplex and Ion Pair in the Photosensitized Oxygenation of 1,4-Diphenyl-1,3- 
butadiene 


Y. Takahashi, K. Wakamatsu, K. Kikuchi and T. Miyashi 


Origin of Exo Selectivity in Norbornene. An Ab Initio MO Study 
N. Koga, T. Ozawa and K. Morokuma 


Solvent Polarity Scales. 1. Determination of E, and z* Values for Phosphonium and Ammonium 
Melts 


W. B. Harrod and N. J. Pienta 


Cross-interaction Constants as a Measure of the Transition State Structure. Part 8. Mechanism 
of the Reaction of 2-Phenylethy! Benzenesulphonates with Benzylamine in Acetonitrile 
I. Lee, W. Heui Lee and H. W. Lee 


Cross-interaction Constants as a Measure of the Transition State Structure. Part 9. The Degree 
of Bond Formation in the S,2 Transition State Involving Anionic Nucleophiles 
I. Lee, H. J. Koh, C. Huh and H. W. Lee 


Synthesis and Chemistry of Azolenines. Part 19. Basicities of Some 2H- and 3H-Pyrroles and the 
Remarkably Large pK, of 2,2,3,5-Tetramethyl-2H-pyrrole 
K.-H. Lui and M. P. Sammes 


NUMBER 9 


NMR Spectroscopic Study of Configurations and Conformations of 5-Pyridylmethylene- 
hydantoins 


S.-F. Tan, K.-P. Ang and G.-F. How 


Frequency-dependent Branching Ratio in the Infrared Multiphoton Photochemistry of Diethyl 
Carbonates 


W. E. Farneth, M. W. Thomsen and T. L. Beck 


Interpretation of 'H NMR Spectra of 2-Benzopyrylium Salts with the use of the CNDO/2 
Method 


I. V. Shcherbakova, I. A. Yudilevich and E. V. Kuznetsov 





x 


Activation Barriers in Photosensitized Pyrimidine Dimer Splitting 
S.-T. Kim and S. D. Rose 


Roles of Kinetic and Potential Energies in Conjugation II. Aniline and Nitrobenzene 
H. Ichikawa and K. Sameshima 


Borohydride Reduction of Alkyl Phenyl Ketones Within a Reversed-phase Liquid Chromato- 
graphic Column 
D. A. Jaeger and M. W. Clennan 


A Valence and Charge Criterion for Reactivity of x Electron Systems 
K. Jug and A. M. Koster 


Electrenic Absorption Spectra of Aliphatic Diamine Radical Cations. Conformation-dependent 
Charge Delocalization 
J. Gebicki, A. Marcinek and C. Stradowski 


Theoretical Study of the Gas-phase Thermal Isomerization of Isoxazoles. Part I. Isoxazole 
G. E. Davico and J. D. Perez 


General-acid, Specific-base and Intramolecular Catalysis of the Dehydration Step in Nitrone 
Formation from Furfurals and Phenylhydroxylamine 
R. Fett, E. L. Simionatto and R. A. Yunes 


NUMBER 10 


Stereochemistry and Kinetics of Addition of Amines to Acetylenic Ketones 
E. A. Hamed, S. M. Sharaf, S. A. Abdel-Baky, M. F. Ibrahim and A.-H. A. Youssef 


Effects of CF, Group Pyramidalization in the 1,1,3,3-Tetrafluoropropenyl Anion 
J. H. Hammons, D. A. Hrovat and W. T. Borden 


Rearrangement and Cyclization in the Ionization of the 4-Chloro-3-methylbutanoyl Cation 
D. Farcasiu, G. Miller and S. Sharma 


The Spin Delocalization Substituent Parameter o; ;. 5. Correlation Analysis of ‘°F Chemical 
Shifts of Substituted Trifluorostyrenes. The Unresolved Polar Substituent Parameter c,,,, 


G.-Z. Ji, X.-K. Jiang, Y.-H. Zhang, S.-G. Yuan, C.-X. Yu, Y.-Q. Shi. X.-L. Zhang and 
W.-T. Shi 


Effects of the Heteroaromatic Moiety on Spectroscopic Properties, pK, and Reactivity of 
Azoles: A Chemometric Study 
C. Ebert, J. Elguero and G. Musumarra 


Formation Constants in C—H Hydrogen Bonding. 2. Alkynes and Polyhalobenzenes with 
Hexamethylphosphoric Triamide in Cyclohcxane Solution 

J. P. Lorand, J. P. Nelson, R. D. Gilman, K. L. Staley, J. R. Chambers, H. D. Kirk, 

K. J. Moeggenborg and D. L. Farlow 








Electrochemical and Photoelectronic Spectral Study of Compounds with High Ionization 
Potentials: Anodic Oxidation of Vinyl Triflates in Aprotic Solvents 


M. H. Kowalski, J. W. Pons, P. J. Stang, S. Pons, N. H. Werstiuk and K. Ashley 


Micellar Catalysis of Organic Reactions. 28. A Comparison of the Catalytic Effects of Micelles 
Containing Bromide and Fluoride Counterions on Some S,Ar and B,.2 Reactions 
T. J. Broxton, J. R. Christie and S. Wright 


Direct Measurement of the Relative Rates of C-Protonation at Unsubstituted and Substituted 
a- and/or B-Positions of a Pyrrole Ring 
F. Terrier, A.-P. Chatrousse, J. R. Jones, S. W. Hunt and E. Buncel 


N-Hydroxy-N-arylacetamides. VI. Chemical and Electrochemical Oxidation of N-Hydroxy- 
N-arylacetamides 


W. Lenk and M. Riedl 


SHORT COMMUNICATION 


Benzyloxyfluorocarbene: Resistance to Fragmentation 
R. A. Moss and T. Zdrojewski 


NUMBER 11 


Stereospecificity in Anionic 1,1-Addition to Isocyanides. A Re-examination of the (H” + HN==C) 
Potential Energy Surface 
M. T. Nguyen, T.-K. Ha and A. F. Hegarty 


Ionization Constants of 5-Pyridylmethylenehydantoins in 80% (w/w) Dimethyl Sulphoxide— 
Water at 25°C 


S.-F. Tan, K.-P. Ang, G.-F. How and Y.-K. Yeo 


Comparison between some Semi-empirical and Ab Initio Hartree-Fock Models for the 
Description of Amides (Formamide Revisited) 
J. N. Louwen and L. W. Jenneskens 


Electrochemical Reduction of Substituted <,z,«-Trifluoroacetophenones. Linear Relationship 
between Cyclic Voltammetric Peak Potentials and Hammett Substituent Constants 
J.-S. Yang, K.-T. Liu and Y. O. Su 


Heats of Formation of Organic Molecules by Ab Initio Calculations. 1. Aliphatic Amines 
N. L. Allinger, L. R. Schmitz, I. Motoc, C. Bender and J. K. Labanowski 


MO Study of the Possibility of a Concerted Mechanism in the Pinacol Rearrangement 
K. Nakamura and Y. Osamura 


Mechanism of Formation of Phosphonate Carbanions with the Use of a Lithium Salt and 
1,8-Diazabicyclo[5.4.0] Undec-7-ene 
F. Froment and J. Corset 





xii 


Cross Interaction Constants as a Measure of the Transition State Structure. 13. Steric Effects of 
the N-N-Dimethyl Group on the Transition State Structure in Aminolysis of Alkyl 
Benzenesulphonates 

I. Lee, K. W. Rhyu, H. W. Lee, C. S. Shim and H. K. Oh 


Microenvironmental Effects in Solid-state Reactions. Dispersive Kinetics of Conformation- 
dependent Charge Delocalization in Aliphatic Diamine Radical Cations 
A. Marcinek, J. Gebicki and A. Plonka 


SHORT COMMUNICATION 


Absolute Rate Constants for the Reactions of Phenylhalocarbenes with Alkynes 
R. A. Moss, E. G. Jang and G.-J. Ho 


NUMBER 12 


REVIEW COMMENTARY 


The Current Status of Isomer Enumeration of Useful Benzenoids and a New Topological 
Paradigm 
J. R. Dias 


ORIGINAL RESEARCH ARTICLES 


Absolute Hardness and Aromaticity: MNDO Study of Benzenoid Hydrocarbons 
Z. Zhou and H. V. Navangul 


Reactions of Molecules with Two Equivalent Functional Groups. 2. Acetylation of the Isomers of 
Bis(Hydroxymethyl)Benzene 
I. Constantinides, M. Lourdes-Guerra and R. S. Macomber 


Kinetics of Oxidation of Amino Acids by Alkaline Hexacyanoferrate (III) 
D. Laloo and M. K. Mahanti 


Negligible Kinetic Solvent Interactions for the Rate of Photobromination of Toluenes where the 
Bromine Atom is a Principle Chain Carrier 
S. S. Kim, C. S. Lee, C. C. Kim and H. J. Kim 


Mechanisms of Acylation of 2,3-Dihydrobenzoxazol-2-one and 2H-1,4-Benzoxazin-3(4H)-one 
N. Cotelle, P. Cotelle, S. Capelle and D. Lesieur 


SHORT COMMUNICATION 


Radical Mechanism of Nucleophilic Substitution on Halocyclohexane Systems 
S. M. Palacios and R. A. Rossi 


Author Index 








